wo 2005/045726 



PCT/US2004/035444 



1/8 



o 




o 

LL 





E 




s 






era 


CO 
0. 


CMl 

o 


Gen 


Q 




XRP 





wo 2005/045726 



2/8 



PCT/US2004/035444 



CM 









etwoi 
erfac 


CVJj 












CM 

d 



(D 

§ CO 
5 CM 
CO 



wo 2005/045726 



PCT/US2004/035444 



3/8 

C Start ^ 



Provide chemical formula and 
dimensions of free-standing molecule 



-302 



Calculate original volume estimate 304 



Select symmetry, multiplicity, NMAUC 
and optionally apply stacking rules and -~r"306 
rules to limit lattice parameter values 



Generate potential solution 



308 



Perform first pass test 



312 



No 




-310 



Perform second pass test on potential 
solution and proximate values 



Yes 



Yes 



Yes 




-314 



Store result(s) 



318 



322 



FIG. 3 



wo 2005/045726 



PCT/US2004/035444 



4/8 



C Start ) 



Provide se< 


r 

arch results 




r 


► 


Calculate XRPD pattern of a result 




r 


Compare calculated pattern with 
measured pattern 






Store comparison result 




Rank stored comparison results 




r 


Select a subset of results 




r 



-402 



-404 



-406 



-408 



-412 



-414 



( End ) 



FIG. 4A 



wo 2005/045726 



PCT/US2004/035444 



5/8 



( Start ) 



Provide a first refinement result 



Select a space group 



Select parameter positions 



Calculate an XRPD pattern 



Compare calculated pattern with 
measured pattern 



Store comparison result 



Yes 



Yes 




432 



434 



Rank stored comparison results 



Determine best fit result 



C End ) 



420 



422 



424 



426 



428 



430 



-436 



438 



Fig. 4B 



wo 2005/045726 



PCT/US2004/035444 



6/8 



C Start ) 



Provide second refinement results 



502 



Generate electron density node 
distribution of a result 



J- 504 



Calculate XRPD structure factors and 
compare with those extracted from 
indexing result 



506 




Yes 



Store result(s} 



-510 



Yes^ ..x^More potential 
solutions? 



512 



Identify best-fit solution for result 



514 



Yes 




516 



Identify solution have best fit and valid 
electron density map 



518 



( End ) 



FIG. 5A 



wo 2005/045726 



PCT/US2004/035444 



7/8 



C Start ) 



Provide third refinement results 



Calculate an XRPD pattern of a 
result 



Compare calculated pattern with 
control pattern 



Store the comparison result 



Yes 




528 



No 




Rank stored comparison results 




r 


Determine best fit result 







C End ) 



520 



522 



524 



526 



530 



532 



Fig. 5B 



wo 2005/045726 



PCTAJS2004/035444 



8/8 



C Start ) 



602- 



604- 



606- 





r 


Generate XRPD pattern of sample 




r 


Index the unit cell 




f 


Compare to unit cell of control sample 







608- 



Samples 
^stinguished?^ 



Yes 



^^^"^ Generate and compare electron density 
map to that of control sample 



612 




Yes 



614 



Generate and compare molecular 
packing to that of control sample 




Yes 



( End ) 



FIG. 6 



